LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG®58255.D

Acqg On : 15 Jul 2023 9:47
Operator : CG/JU

Sample : PB154013BL

Misc :

ALS Vvial : 65 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BGO70123.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BGO58255.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1  3.347 40 44 49 rVB2 12261 17613 0.75% ©0.086%
2 3.758 109 114 132 rBV 173536 321088 13.76% 1.569%
3 4.087 167 170 180 rVB6 3425 6443 0.28% 0.031%
4 7.066 670 677 690 rBV 209862 377240 16.17%  1.844%
5 7.230 698 705 718 rVB 136478 251374 10.78%  1.229%

6 7.436 732 740 752 rVB 176735 314757 13.49%
7 7.900 808 819 828 rBV 170461 298558 12.80%
8 8.605 930 939 954 rBV 286410 532761 22.84%
9 9.064 1009 1017 1032 rBV 213063 392323 16.82%

9.786 1132 1140 1154 rBV 185927 340303 14.59%
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11 10.327 1222 1232 1244 rBV 307815 568293 24.36%
12 10.703 1289 1296 1308 rVB 267888 498136 21.35%
13 10.838 1312 1319 1333 rBV 316439 619257 26.54%
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14 12.225 1550 1555 1562 rVB5 3567 6436 0.28% 031%
15 12.289 1562 1566 1571 rBV2 4869 7449  0.32% 036%
16 13.423 1755 1759 1765 rVB2 3217 4770  0.20% 023%

17 13.946 1841 1848 1858 rBV 686853 1036250 44.42%
18 14.234 1890 1897 1910 rBvV2 741823 1225539 52.53%
19 14.539 1942 1949 1960 rBV 455448 719291 30.83%
20 14.745 1977 1984 2010 rBV 228791 487007 20.88%
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21 14.939 2015 2017 2021 rVV3 2036 3829 0.16%
22 15.532 2110 2118 2129 rBV 1031989 1597773 68.49%
23 15.650 2133 2138 2151 rVW 277238 431555 18.50%
24 15.773 2156 2159 2164 rVB3 5038 6663  0.29%
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25 17.283 2409 2416 2426 rBV 578465 902956 38.71% 413%
26 17.383 2426 2433 2449 rVV 1156612 1793091 76.86% 8.763%
27 17.671 2476 2482 2484 rBV 1174 2335 0.10% ©0.011%
28 17.695 2484 2486 2495 rVB 1379 2477 0.11% 0.012%
29 18.241 2572 2579 2585 rBV2 2375 3779 0.16% 0.018%
30 19.240 2744 2749 2754 rBV3 15842 22620 0.97% 0.111%
31 19.310 2756 2761 2764 rVWV 13598 20903 0.90% 0.102%
32 19.334 2764 2765 2772 rVB3 4593 6588 0.28% 0.032%
33 19.592 2803 2809 2814 rVwv2 6518 9373 0.40%  0.046%
34 19.675 2816 2823 2840 rBV 1438953 2133576 91.46% 10.427%
35 20.626 2982 2985 2989 rwv3 9506 10798 ©0.46% ©0.053%
36 20.691 2995 2996 3000 rVB3 3520 4009 0.17% ©0.020%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG®58255.D

Acqg On : 15 Jul 2023 9:47
Operator : CG/JU

Sample : PB154013BL

Misc

ALS Vvial : 65 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BGO70123.MA.M
Title : SVOA CALIBRATION
37 21.537 3133 3140 3149 rBV2 571650 958822 41.10% 4.686%
38 21.713 3167 3170 3175 rVB6 7394 9888 0.42% 0.048%
39 22.307 3265 3271 3275 rBv4 14891 27487 1.18% 0.134%
40 22.971 3378 3384 3391 rVB2 27956 55258 2.37% 0.270%
41 23.752 3511 3517 3526 rBvV 44185 98193 4.21% ©.480%
42 24.469 3626 3639 3656 rBV2 804203 2332900 100.00% 11.401%
43 24.681 3664 3675 3691 rVB2 416503 1219258 52.26% 5.959%
44 25.767 3851 3860 3871 rBv4 61209 187539 8.04% ©.917%
45 27.084 4073 4084 4097 rVB3 67158 244557 10.48%  1.195%
46 27.166 4097 4098 4102 rBV4 3446 3936 0.17% 0.019%
47 27.201 4102 4104 4108 rBVS 2954 3913 0.17% ©0.019%
48 27.871 4216 4218 4221 rBV3 3328 2383 0.10% 0.012%
49 28.658 4343 4352 4364 rVB3 42405 168981 7.24% 0.826%
50 30.568 4665 4677 4693 rVB5 33603 171108 7.33% 0.836%
Sum of corrected areas: 20461436
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG®58255.D

Acq On : 15 Jul 2023 9:47
Operator : CG/JU

Sample : PB154013BL

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG058255.D\data.ms
1400000

1200000
1000000
800000
600000

400000

7.06
200000 3.758 gg 36 7.900
3.347 || 4.087 f\ A

L L I B B LA L A B B B B L B B L L L I I B O B
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG058255.D\data.ms
1400000 19.675

8.605 10.327,10,838
9.064 9786

o

1200000 17.383

15.532
1000000

800000 14.234
13.946

600000 17.283 21.537

14.539
400000

15.650
4.745

200000

13.423 4.939 773 Lﬁ% 18.241 199300592 2006861 713 22.307
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Time--> 13.00 13.50 14. 00 14 50 15.00 15.50 16.00 16.50 17.00 17. 50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG058255.D\data.ms
1400000

1200000

1000000

24.469
800000

600000
4.681
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200000

25.767 27.084
2.971 23-/(52 e DRTE  27.871 28.658 30.568
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG®58255.D

Acq On : 15 Jul 2023 9:47
Operator : CG/JU

Sample : PB154013BL

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.767 3.08 ng/ul 187539  Perylene-di2 24.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 3860 (25.767 min): BG058255.D\data.ms (-3851) (- | m/z 57.00 100.00%
57.0
= —
\‘\ 183.2 239.1283.0 354.8 25:50 2699
\\\Wf‘”% d‘th‘um‘ Rl L L. m/z 71.80 58.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #333755: Tetracosane, 11-decyl-
57.0
5000 s e
25.50 26.00
m/z 43.00 45.15%
T ’ ““‘ \““\]H] \u \J‘\ \‘ ‘]_‘\6? \S)\ ‘2\2\5\(\)‘ \2\8\]_\9 3\3\7\ ‘CJ\ \:3\9\3"(\)\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
T —
25.50 26.00
5000 m/z 85.10 44 .,92%
L a0 e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275544: Docosane, 11-butyl- R —
57.0 25.50 26.00
m/z 55.00 20.48%
5000
LT 16607100 26403090 gggp et e
m/z--> 50 100 150 200 250 300 350 400 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG®58255.D

Acq On : 15 Jul 2023 9:47
Operator : CG/JU

Sample : PB154013BL

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.084 4.01 ng/ul 244557  Perylene-di12 24.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Hexatriacontane 507 C36H74 000630-06-8 91

Abundance Scan 4084 (27.084 min): BG058255.D\data.ms (-4073) (- | m/z 57.00 100.00%
57.0

5000

N

T [
27.00
7.0197.1 282.8 3550
‘HH}‘\J\J\‘ilf‘\h‘\\\‘\"\H\‘\H‘\‘\H\‘\.H\‘HH‘HH‘HH‘HH‘H\ m/Z 71.00 60.507%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0

N

5000 T T

27.00
m/z 43.00 53.83%

| 1 || £27:0197.0267.0337.0407.0 491.0562.0

‘HH‘HH"\\H‘Hr‘\’w\H‘\\H‘wH\‘\H\‘HH‘HH‘HH‘HH‘H\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

-

Abundance #298427: Octacosane
57.0
T \
27.00
5000 m/z 85.10 46.66%
[11]]1270197.0 281.0 394.0
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194590: Heneicosane S e
57.0 27.00

m/z 55.00 22.17%

5000

-

JMI 791970 2960

|
AR N N R RN R RN RN RN RN RN T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG®58255.D

Acq On : 15 Jul 2023 9:47
Operator : CG/JU

Sample : PB154013BL

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
28.658 2.77 ng/ul 168981  Perylene-di2 24.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 (C25H52 000629-99-2 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 4-Methylheneicosane 310 C22H46 025117-29-7 90
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 90
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 90

Abundance Scan 4352 (28.658 min): BG058255.D\data.ms (-4343) (- | m/z 57.00 100.00%

57.0
5000

99.0 A -
‘\ \ 1412 1971  266.6 357. 28:50 29.00
- \“u‘\“‘l\ Al H‘d‘ ‘d R m/z 71.05 59.23%
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane MMMWWMMNM}/\MMMMMANMW
57.0

5000 e s
28.50 29.00

m/z 85.00 47.08%

99.0
| LJ‘M\JJ 1410 1830 2250 2950 3520
L ‘ T T \ \ L ‘ L ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
yoreed Mo

28.50 2&00
5000 m/z 43.00 43.26%
99.0
Ll 1r0s30 #P0 sg10 3230
m/z--> 5b 100 1%0 260 2%0 300 3%0
Abundance #212284: 4-Methylheneicosane — .
57.0 28.50 29.00

m/z 55.00 21.05%

5000
99.0 267.0
L sme oo

| | Jh 3100

7 —
m/z--> 50 100 150 200 250 300 350 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG@58255.D

Acq On : 15 Jul 2023 9:47

Operator : CG/JU

Sample : PB154013BL

Misc

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Eicosane, 1-iodo- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
30.568  2.81 ng/ul 171168 Peryleme-diz 24.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 1-iodo- 408 C20HALT 1000406-31-8 87

054833-48-6 86
000638-36-8 86

2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42

4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 86
5 Eicosane 282 C20H42 000112-95-8 81
Abundance Scan 4677 (30.568 min): BG058255.D\data.ms (-4665) (- | m/z 57.00 100.00%
57.0
207.0 50%6
141.1 . .
i “‘ ! ‘L‘ “u‘” A vy 2820 8%, 7108 73.88%
miz--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo-
57.0
5000 e :
30.50
99.0 m/z 43.00 51.25%
155.0 281.0
\“\ \‘ ‘ ““ \“‘\ “‘ \‘ T ‘\ \‘ “\ ‘\ \]‘-\97‘.(\) \2\3\9.9\ T \‘ T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
T \
30.50
5000 m/z 85.00 41.67%
L‘ 3L ‘\ %1410 1830 5390 2060
e T s S K R e e B
m/z--> 50 100 150 200 250 300 350
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- T ‘
57.0 30.50
m/z 55.00 18.90%
B www/\ww
LT e e .
m/z--> 50 100 150 200 250 300 350 30.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71323\
Data File : BG®58255.D

Acqg On : 15 Jul 2023 9:47
Operator : CG/JU

Sample : PB154013BL

Misc

ALS Vvial : 65 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 25.767 3.1 ng/ul 187539 6 24.680 1219260 20.0
(DEL) Alkane: S... 27.084 4.0 ng/ul 244557 6 24.680 1219260 20.0
(DEL) Alkane: S... 28.658 2.8 ng/ul 168981 6 24.680 1219260 20.0
Eicosane, 1-iodo- 30.568 2.8 ng/ul 171108 6 24.680 1219260 20.0
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